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S4. CSD Analysis

S4.1. Analysis of ebselen derivatives in CSD
In the ebselen derivative reported in the study (-Se), the two phenyl rings (Cg1: C1-C6; Cg2:
C8-C13) present in the molecule were perpendicular to each other in the crystal structure. The angle between the planes formed by these two rings was calculated to be 83.8° [ Fig. S8(a) ].
This deviation from planarity allows the Br to form a short C-Br···π interaction without any steric hindrance. Due to this important observation, it was important to analyses the angle between the planes formed by these two rings in the other ebselen derivatives present in the Cambridge Structural Database (CSD) [version 2017] 24 . Our search, presented in Figure S7 , resulted in a total of 16 structures. All molecules consisted of one molecule in the asymmetric unit except one (refcode: EDIGUU1) which had two molecules in the asymmetric unit. The Figure S8 A search query for C-Br···C(π) interaction in the CSD. Only structures whose 3D structure has been determined and whose R-factor < 0.1 were included in the search. In addition to that, ionic, disordered, polymeric and powder structures were removed from the search.
S4.2. C-Br···π interaction in the CSD
Based on the C-Br···π(C) interaction described in our study, we investigated the presence of similar C-Br···π interaction in the CSD [ Fig. S9 ]. First, we search for all C-Br···π(C)
interactions with being less than the sum of the van der Waals (vdW) radius of Br and C atom. Table S4 ]. Analysis of the geometrical parameters for these 22 interactions reveals the presence of only one interaction whose d was less than that reported in this study. This shows that the Br···π interaction reported in this study is one of the shortest interaction of its type. 
